Compound 1, obtained as colorless needles (MeOH), showed a pseudo-molecular ion peak at m/z 535. 1 [M+Na] + in the ESI-MS, and its molecular formula was assigned as C 26 (Table 1) and DEPT results for 1 suggested that it was a diterpenoid glycoside with signals of the aglycone similar to those of the 16,17-dihydroxy-ent-kaur-19-oic acid skeleton [13] [14] [15] [16] , except for the appearance of an acetal group (δ C 104.0) and a methylene (δ C 74.7). In the HMBC spectrum ( Figure 2 ), long-range correlations between the methyl group at δ H In the NOESY spectrum of compound 1 (Figure 1 ) the presence of mutual correlations of CH 3 -18/H-5, 6, and 9 agreed with all β-configurations in its relative structure. The correlations between CH 3 -20 and H b -1, H b -14 clarified that this methyl group should be placed with an α-orientation, which suggested that the A/B ring was trans-fused. Furthermore, a coupling constant of 4.3 Hz between H-5 and H-6 (which was 8.2 Hz in amygdaloside [17] ) also clarified their cis-dispositions.
In addition, two correlations between H a,b -12 and H-13, respectively, together with the chemical shift values of C-13, 16, and 17 suggested that the C 16 -OH group had an α-orientation. All these analyses agreed with published data [18] [19] [20] [21] .
The absolute stereochemistry of 1 and 1a were determined by circular dichronic (CD) spectroscopy. The lactone sector rule was applied to determine the absolute structure of compounds containing a fivemembered lactone ring [22] [23] [24] . The CD spectra of 1 and 1a showed negative Cotton effects [225 (mdeg 8.5)] and [225 (mdeg 5.0)], respectively, which indicated the R orientation of C-6. Finally, the configurations of 1 and 1a were identified as 4R, 5S, 6R, 8R, 9S, 10S, 13R, 16R in their structures, respectively. Based on the above data, compound 1 was determined as 17-O-β-D-glucopyranoside, ent-6,7-epoxy-6-hydroxyl-6,7secokaur-19-oic acid-6,19-lactone-16α, 17-diol, and was named mollioside.
It is interesting to note that compound 1 is only the third example of a naturally-occurring diterpene glycoside with such a 6,7-secokauran-type carbon skeleton. It shares the same planar structure and molecular formula as amygdaloside, isolated from Prunus amygdalus Batsch [17] . However, 1 differs from amygdaloside as their NMR data, recorded in the same solvent (pyridined 5 ), indicate that the two compounds are a pair of isomers with different stereochemistry. Both compounds 1 and 1a showed potent cytotoxicity against Hela cells, but had no effect on A375-S2 cells ( Table 2) .
Experimental
General: 1D and 2D NMR spectral data were recorded on a Bruker AV-600 spectrometer with TMS as internal standard. ESI-MS were obtained using a LC-MSD-Trap-SL mass spectrometer. HRESI-MS were recorded on a Bruker micro-TOFQ mass spectrometer. Melting points were determined on a Yanagimoto MP-500D. CD spectra were measured on a CD- Cytotoxicity assays: HeLa cells and A375-S2 cells were incubated at 3×10 4 cells per well in 96-well plates (NUNC, Roskilde, Denmark). Then, the cells were treated with either compound 1 or 1a at various doses (5, 20, 40 , 80 and 100 μM) for 24 h, respectively. Cell growth was measured with a plate reader (TECAN SPECTRA, Wetzlar, Germany) using the 3-(4,5dimethylthiazol-2-yl)-2,5-diphe-nylterazolium bromide (MTT) assay at different time points; 5-fluorouracil(5-Fu) was a positive control. The percentage of cell growth inhibition was calculated as follows: Cell death (%) = [A 492 (control) − A 492 (compound)]/A 492 (control) × 100.
